The electronic structure of the ozone molecule is of particular at its equilibrium geometry,
I. Introduction
The first multiconfiguration self-consistent-field (MCSCF) wavefunction was reported for the oxygen atom by Hartree, Hartree, and 
is a relatively poor approximation to the exact wavefunction. The biradical charac·.ter of the ozone ground state may be seen in the large weight of the second configuration (2) For example, the present two~configuration (TC) SCF wavefunction for Such a procedure will surely give a reasonable picture of the electronic structure of 0 3 .
However, it occurred to us that in the context of fully optimized, large MCSCF wavefunctions, a simpler wavefunction might be nearly as complete. In particular, we wanted to investigate the effectiveness of an MCSCF wavefunction including all single and double excitations relative to (1) only. Since configuration (2) is a double excitation (la~ ~ 2b~) with respect to (1), it will automatically be included in such a wave~ function, Furthermore, the MCSCF procedure guarantees that configuration (2) will come in with its weight (CI coefficient) and orbitals determined to as to yield the lowest possible energy for the complete wavefunction.
Of course, what i.s primarily missing from the wavefunction described in the previous paragraph are the single and double excitations relative to (2). Our thinking was that these might not be so important as long as the orbitals and CI coefficient of (2) form la 2 -+ nb 1 , and la 2 -+ nb 1 mb 1 are included in the NCSCF wavefunction, there may be no particular significance to the 2b 1 orbital (other than its resemblence to th~ 2b 1 OCSCF orbital, from ·~Thich the MCSCF iterations began).
In such cases the sum of the weights of all such configurations should be a more reasonable quantity to examine. Alternately, the natural orbitals derived from such an MCSCF wavefunction would provide a unique 2b 1 orbital.
D. CI Based on Two Reference Configurations
All single and double excitations relative to both (1) and (2) comprises a total of 13 
